The non-H atoms in the structure of the title molecule, C 7 H 7 N 3 , are almost coplanar (r.m.s. deviation = 0.018 Å ). The two amine groups each donate two and accept one weak N-HÁ Á ÁN hydrogen bonds. N-HÁ Á ÁN hydrogen bonding between the amine and nitrile groups results in chains parallel to [101] in the crystal structure. The chains are cross-linked by N-HÁ Á ÁN hydrogen bonds between amine groups, giving rise to an infinite three-dimensional network.
Experimental
Crystal data 
Data collection
Bruker SMART X2S CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2010) T min = 0.85, T max = 0.99 2149 measured reflections 1188 independent reflections 662 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.128 S = 0.96 1188 reflections 107 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2010) ; cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XSHELL (Bruker, 2010) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2013) . E69, o452 [doi:10.1107/S1600536813005151]
3,4-Diaminobenzonitrile David K. Geiger and Dylan E. Parsons

Comment
Single crystals of the title compound were obtained during its purification by recrystallization for use in the synthesis of an organometallic complex. Figure 1 shows a view of the title molecule with the atom numbering scheme. The nonhydrogen atoms are planar with a r. m. s. deviation of 0.018 Å. The maximum deviation is for C1, which is 0.034 (2) Å out of the plane. The benzene ring is planar with a maximum deviation of 0.008 (2) Å for C4. The amine nitrogens are decidely pyramidal with H-N-H angles of 113 (3)° and 112 (2)° for N1 and N2, respectively. N1 and N2 are 0.056 (4) and 0.073 (4) Å, respectively, below the benzene plane. All four of the hydrogen atoms of the amine groups are on the opposite side of the benzene plane from the amine nitrogen atoms. The nitrile group carbon and nitrogen atoms are 0.046 (4) and 0.086 (5) Å, respectively, out of the benzene plane and are on the opposite side as the amine nitrogens. The nitrile is linear (C4-C7-N = 179.2 (3)°).
There are two known crystalline forms of 1,2-diaminobenzene (Stålhandske, 1981; Czapik & Gdaniec, 2010) . In both forms, one of the N-H bonds of each amine group is coplanar with the benzene ring and an intramolecular N-H···N interaction is exhibited. Intermolecular hydrogen bonding results in layers that are joined by additional hydrogen-bonding interactions. The two forms are isostructural in two dimensions, but differ in the stacking of the layers (Czapik & Gdaniec, 2010) . Figure 2 shows the hydrogen-bonding network exhibited by the title compound. In contrast to 1,2-diaminobenzene, no intramolecular hydrogen-bonding is observed. Parallel chains of molecules with an interplanar spacing of 3.32Å are formed by hydrogen-bonds involving one hydrogen atom from each of the amines and the nitrile group on adjacent molecules. The chains run parallel to [101] and are crosslinkeded by hydrogen bonds between amine groups.
Experimental
The compound was obtained commercially (Sigma-Aldrich). Single crystals were grown by slow evaporation of an ethanolic solution.
Refinement
The H atoms bonded to carbon were refined using a riding model with C-H = 0.95 Å and U iso = 1.2U eq (C). The coordinates and isotropic thermal parameters of the amine H atoms were refined freely.
Computing details
Data collection: APEX2 (Bruker, 2010) ; cell refinement: SAINT (Bruker, 2010) ; data reduction: SAINT (Bruker, 2010) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XSHELL (Bruker, 2010) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Special details
Experimental. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. Rfactors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. C2-N2-H2A 112.9 (16) C5-C4-C7 120.2 (2) C2-N2-H2B 119 (2) C3-C4-C7 120.0 (2) H2A-N2-H2B 112 (2) N3-C7-C4 179.2 (3) C6-C1-N1 120.7 (3) C6-C5-C4 119.4 (2) C6-C1-C2 118.8 (2) C6-C5-H5 120.3 N1-C1-C2 120.4 (2) C4-C5-H5 120.3 C3-C2-N2 120.6 (2) C5-C6-C1 122.0 (3) C3-C2-C1 119.1 (2) C5-C6-H6 119.0 N2-C2-C1 120.2 (2) C1-C6-H6 119.0 C2-C3-C4 121.0 (2)
Hydrogen-bond geometry (Å, º) 
